. Ab initio a spectroscopic parameters for the predicted conformers of serinol with energies within 1000 cm -1 . a Optimised structures at the MP2/6-311++G(d,p) level, labelled according to the values of the O 1 CCC angle (first label) and the CCCO 2 angle (second label) as G (+60), g (-60) and a (180). b A, B, C are the rotational constants; χ aa , χ bb , and χ cc are 14 N nuclear quadrupole coupling constants; μ a , μ b , μ c are the electric dipole moment components; ΔE MP2 are the electronic energies, ΔE MP2+ZPC are the electronic energies including zero-point corrections, and ΔG 298 are the Gibbs free energies at 298 K. Table S3 . Measured frequencies and residuals (in MHz) for the rotational transitions of conformer ga2 of serinol. Table S5 . Measured frequencies and residuals (in MHz) for the rotational transitions of conformer aa1 of serinol. S12   Table S6 . Measured frequencies and residuals (in MHz) for the rotational transitions of conformer ag1 of serinol. 
